Water behaviour in nanoporous aluminosilicates.
This paper briefly reviews results of molecular dynamics simulation studies of water confined in nanoporous aluminosilicates. The behaviour of confined molecules is shown to be influenced by the nature of the host structure, and the size and the topology of the voids. For some of the systems discussed the ambiguity in results of different modelling studies call for the use of extended potential and structural models. Thus, the use of polarizable force fields was shown to be necessary to take into account the variation of the molecular dipole of confined molecules in different environments.